how to retrieve thermodynamic properties, such as free energy, from either the static rigid-rotor approach or via molecular dynamics. This is particularly relevant since free energy is becoming a crucial quantity to be determined whose proper simulation and modelling is in many cases critical and can lead to serious mistakes. However, due to the complexity of the problem, this section is probably less adapted to, or at least will be less immediately understandable by, undergraduate students.
Finally, the last chapter proposes to treat the effects of the molecular environment in multiscale simulation, either via continuum polarizable or hybrid calculations.
'Computational Chemistry' is a very welcome book whose main qualities are the rigour and the completeness achieved without sacrificing the synthesis. This short and easily readable book provides an excellent guide to the world of computational chemistry. It could be successfully used also by graduates, students or researchers from the experimental chemistry fields, who seek a general, yet critical, view of the possibilities offered by modelling and simulation. As such, it is certainly a valuable and productive effort that can strongly benefit the development and the general understanding of computational chemistry and molecular simulation.
